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Structures and spectra of [Cu ( Comparison of the experimental spectra with the E and G based population weighted spectra of [Cu(chxn) 3 ] 2+ in the gas phase (left) and using the IEFPCM for DMSO (right). Table S1 . Selected bond length (Å) and bond angles (°) of the calculated structure of Cu(chxn) 3
Fig. S3
. VCD spectra of the -and -isomer of [Cu(chxn) 3 ] 2+ calculated in the gas phase (bottom) and using the IEFPCM of DMSO (top).
2.
Direct comparison of the experimental VCD spectra of all three complexes investigated showing the high similarity of the structures. The ligands of the -isomers are in gray scale, while those of the -isomers are in yellow. The differences are only visible for the conformation of the en-ligand highlighted with ovals. Table S2 . Relative energies (E) and Gibbs free energies (G), as well as the corresponding percentage Boltzmann population factors at room temperature of the calculated conformers of Cu(chxn) 2 (en) 2+ in the gas phase and using the IEFPCM for DMSO. In the C 1 conformers, en occupies an axial position, while it occupies two equatorial positions in the C 2 conformers.
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